. The geometries of reactants, products, and the corresponding bimolecular geometries involved in the title reaction are optimized at B3LYP/6-311++G(2df,2pd) level. (values in parentheses from Harmony et al .[47] ; bond distances in angstroms; bond angels in degree).
Fig. S2. Effect of water molecules on the isomerization of the HOS(O)NO2 to the HOS(O)ONO-L:
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